Acquisition of knowledge
• Ligand binding site prediction tools should be developed for individual ligands.
• However, there are common steps for developing ligand binding site prediction tools .
Research purpose Integrated database

Biologist (Experimental researcher)
Input the ligand
Developed a system for generating protein-ligand binding prediction tools automatically. This system is implemented as a pipeline of Web tools based on the Semantic Web technique.
Predictive tool generation pipeline system
Construction of datasets
Development of the feature extraction and machine learning programs
Development of the user interface
Public Databases
Ligand binding site prediction tools
Advantages of our system
• A user has only to specify a ligand and can get the prediction tool within half to one day.
• Users can generate a prediction tool for many kinds of ligand as they are needed (on demand).
• User-interface is uniform and easy to use.
• Re-use of prediction tools can be promoted. • Interaction site residues are defined as residues that contain at least one atom within n Å of any ligand atom in an experimentally determined structure
User
• Efficient structure comparison and analysis are enabled by the Octree data structure
• We RDFized EBI SIFTS, which curates the relationships between UniProtKB and PDB residues, and incorporated this into PLBSP Residue • Multiple PDB entries are linked to a sequence.
• Full sequences can be obtained.
• Other information linked to UniProt can be referenced. 
Development of dataset generator
Conclusions
• We have developed a system for generating proteinligand binding prediction tools automatically.
• The performance is comparable to existing tools that were developed for individual ligands.
• By using the generated tools, we can develop more elaborate systems. • Our pipeline system can be applied to many kinds of ligands.
Future Work
Integrated database • Development of various prediction tools by applying our methods.
• Improve accuracy by incorporating other prediction methods and databases.
• Facilitate automatic reuse and customization. 
